Key indicators: single-crystal X-ray study; T = 93 K; mean (C-C) = 0.004 Å; R factor = 0.047; wR factor = 0.142; data-to-parameter ratio = 14.1.
In the molecule of the title compound, C 8 H 5 ClN 2 O 6 , the two nitro groups and the ester group make dihedral angles of 29.6 (1) , 82.3 (1) and 13.7 (1) , respectively, with the benzene ring. In the crystal structure weak C-HÁ Á ÁO interactions are present.
Related literature
For the use of the title compound as a herbicide, see: Akira et al. (1978) ; Ferenc et al. (1984) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) Àx þ 2; Ày þ 1; Àz þ 1; (ii) Àx þ 1; Ày þ 2; Àz.
Data collection: RAPID-AUTO (Rigaku 2004 ); cell refinement: RAPID-AUTO; data reduction: RAPID-AUTO; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 for Windows (Farrugia, 1997) ; software used to prepare material for publication: SHELXL97.
97.7 (1)° and 166.3 (1)° with the mean plane of the C1-benzene ring, respectively. In the crystal structure, adjacent molecules are linked through weak C-H···O hydrogen interactions (Table 1 ).
A sample of commercial methyl 4-chloro-3,5-dinitrobenzoate (Aldrich) was crystalized by slow evaporation of a solution in methanol: colourless chunk-shaped crystals were formed after several days.
Refinement
H atoms are positioned geometrically, with C-H = 0.95 and 0.98 Å for benzene and methyl H atoms respectively, and are allowed to ride on the C atoms to which they are bonded, with U iso (H) = 1.5U eq (C) for methyl H atoms and U iso (H) = 1.2U eq (C) fot the aromatic H atoms. Figures   Fig. 1 . A view of the title compound with the atomic numbering scheme. Displacement ellipsoids were drawn at the 30% probability level. Symmetry codes: (i) −x+2, −y+1, −z+1; (ii) −x+1, −y+2, −z.
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